Upperbound procedures for the identification of similar three-dimensional chemical structures.
This paper describes techniques for calculating the degree of similarity between an input query molecule and each of the molecules in a database of 3-D chemical structures. The inter-molecular similarity measure used is the number of atoms in the 3-D common substructure (CS) between the two molecules which are being compared. The identification of 3-D CSs is very demanding of computational resources, even when an efficient clique detection algorithm is used for this purpose. Two types of upperbound calculation are described which allow reductions in the number of exact CS searches which need to be carried out to identify those molecules from a database which are similar to a 3-D target molecule.